Barytocalcite (BaCa(COg)q) Structure:
AB2CD6 mP20 11 e 2e e 2e2{-001

This structure originally had the label AB2CD6_ mP20_11_e_2e_e_2e2f. Calls to that address will be redirected here.
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Prototype BaC;CaOg
AFLOW prototype label AB2CD6_mP20_11_e_2e_e_2e2f-001
Mineral name barytocalcite
ICSD none
Pearson symbol mP20
Space group number 11
Space group symbol P2y/m

AFLOW prototype command aflow --proto=AB2CD6_mP20_11_e_2e_e_2e2f-001
—~params=a, b/a7 C/a’7 ﬂ, X1,%1,X2,22,X3,23,L4,24,X5,25,L6,26,L7,Y7,27, L8, Y8, 28

e BaCa(CO3)2 comes in a variety of crystal structures (Spahr, 2019):

— monoclinic barytocalcite, space group P21 /m #11 (the current structure)
— trigonal paralstonite, space group P321 #150,
— triclinic alstonite (space group P1 #1 or P1 #2) (Sartori, 1975), and

— la new monoclinic structure, space group C2 #5| synthesized by (Spahr, 2019) and lacking the centrosymmetric
character of barytocalcite.


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/YSME
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Simple Monoclinic primitive vectors

a; = aX
as = by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + ;as + 2z a3 = (az1 + cz1cos B) X+ by + cz1 sin B2 (2e) Bal
B, = —zia; + %ag — 21 a3 = —(ax1 4+ cz1co8fB) X + %byfczl sin B2 (2e) Bal
B; = Toay + iag—i—zg as = (axg 4 czocos B) X + iby—i—czQ sin Bz (2e) CI
By, = —x9ay +%ag—2233 = — (ax2 + czacos B) X + %be—czQsinﬁi (2e) CI
B; = T3a; + 1 as + 23 a3 = (aw3 + czzcos B) X+ 1by + cz3sin B2 (2e) CII
Bsg = —z3a; + %32 — 23 a3 = —(axs+czzcosfB) X+ %byfcz;g sin 8z (2e) CII
B, = Taa; + iag + z4 a3 = (axy + czq4cos B) X + iby—i—ca sin 8 Z (2e) Cal
Bg = —x4a1 + %ag — 2433 = — (axq + cz4cos B) X + %b&—casinﬁi (2e) Cal
By = Tsa + %32+Z5 as = (axs + cz5cos B) X + iby+cz5 sin B Z (2e) oI
B = —z5a; + %32 — 25 as = —(axs+czzco8f) X+ %by—czg sin 8 Z (2e) (OB
Bi1 = Tgay + iag + zg as = (azg + czgcos B) X + %by—i—cz(; sin B z (2e) OII
Bix = —xgag + %ag — 26 a3 = — (axg + czg cos B) X + %by— czgsin Bz (2e) O1II
Bz = T7ay +yras + 27 as = (ax7 + czrcos B) X+ byr § + czrsin S 2 (4f) O III
B = —z7a; + (y7 + %) as — z7as = — (ax7 + czycosB) X+ b (y7 + %) y— (4f) O III
czrsin B 7
Bis = —Tr7a; —yras — 27 as = —(ax7+czrcosf) X —byr § — czrsin Bz (4f) O III
Big = T7a; — (y7 - %) as + z7as = (ax7 4+ czrcosB) X — b (y — %) v+ (4f) O III
czrsin Bz
By = Tgay + ys as + 2g as = (axs + czgcos B) X+ bys§ + czgsin 52 (4f) o1V
Bis = mmt (st b mosay = (amtbesesf) R bty ) OV
czgsin 8z
By = —xga; — ygas — 2gas = —(axg+czgscosf) X —bysy — czgsin Bz (4f) (ONAY
By = Tga; — (yg — %) as + zg as = (axg 4+ czgcosB) X — b (yg — %) v+ (4f) o1V
czgsin Bz
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